Key indicators: single-crystal X-ray study; T = 291 K; mean (C-C) = 0.003 Å; R factor = 0.040; wR factor = 0.116; data-to-parameter ratio = 16.0.
Related literature
For the biological properties of quinazolin-4(3H)-one derivatives, see: Yang et al. (2009) . For the fungicidal and insecticidal activity and syntheses of quinazolin-4(3H)-one derivatives, see: Shakhidoyatov (1988) . For related structures of quinazolin-4(3H)-one derivatives, see: Tashkhodjaev et al. (2001) . For hydrogen-bond motifs, see: Bernstein et al. (1995) .
Experimental
Crystal data Refinement R[F 2 > 2(F 2 )] = 0.040 wR(F 2 ) = 0.116 S = 1.03 2833 reflections 177 parameters H atoms treated by a mixture of independent and constrained refinement Á max = 0.34 e Å À3 Á min = À0.43 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Symmetry code: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 .
Data collection: CrysAlis PRO (Oxford Diffraction, 2009); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: XP in SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL and publCIF (Westrip, 2010). supplementary materials Acta Cryst. (2013) . E69, o1094 [doi:10.1107/S1600536813016073] 3-Methyl-2-(3,3,3-trichloro-2-hydroxypropyl)quinazolin-4(3H)-one Fotima Rabbimovna Utayeva, Rasul Yangiberdievich Okmanov, Nuridin Isomidinovich
Mukarramov, Khusnutdin Muhitovich Shakhidoyatov and Bakhodir Tashkhodjaev Comment
Quinazolin-4(3H)-one and its derivatives are well known to have broad biological activity, such as antibacterial, antifungal, antimicrobial, anticonvulsant and others (Yang et al., 2009) . As well as among quinazolin-4(3H)-one derivatives found fungicide, insecticide active compounds for agriculture (Shakhidoyatov, 1988) . Reaction of 2,3-dimethylquinazolin-4(3H)-one with chloral hydrate in the of reagent-substrate 1:1.2 ratio resulted in the title compound.
The structure of the received product was investigated by X-ray diffraction, 1 H NMR, UF and IR methods.
The bond distances and angles in the title compound ( Fig. 1 ) agree very well with the corresponding bond distances and angles reported in closely related compounds (Tashkhodjaev et al., 2001) . The molecule has planar quinazolin-4(3H)-one (r.m.s. deviation of 0.0257 Å) and propyl fragment. The angle between planes of quinazolin-4(3H)-one ring and n-propyl fragment is 10.4 (2)°. The sum of bond angles at atom N3 (close to 360°) and bond length indicate sp 2 hybridization of atom N3. It indicates that the lone electronic pair of nitrogen atom participate in a conjugation with π-electrons of pyrimidine rings.
In the crystal structure of the title compound is observed a cyclic S(6) intramolecular O2-H···N1 hydrogen bond (Bernstein et al., 1995) . Another O2-H···O1═C4 hydrogen bond forms an infinite chain along the b-axis ( Figure 2 & Table 1 ).
Experimental
In the pear-shaped flask were placed 2,3-dimethylquinazolin-4(3H)-one (0.348 g, 2 mmol) and chloral hydrate (2,2,2-trichloroethane-1,1-diol) (0.397 g, 2.4 mmol) and heated in an oil bath at 403 K for 6 h (Figure 3 ). The resulting solid was recrystallized from cyclohexane, yield 0.378 g (59%). The purity of synthesized compound was checked by thin layer chromatography (TLC) on plate Whatman AL Sil G/UV (Germany), viewing box 254 nm. Eluents: benzene/acetone (4:1). R f 0.65. Colorless crystals, suitable for X-ray (in the form of the prisms and with size 0.23x0.20x0.18 mm) were obtained from ethanol at room temperature, m.p. 423-425 K.
Refinement
The hydrogen atom of the hydroxyl group were located from a difference Fourier synthesis and were allowed to refine.
All other H atoms were placed geometrically (with C-H distances of 0.98 Å for CH; 0.97 Å for CH 2 ; 0.96 Å for CH 3 ; and 0.93 Å for C ar ) and included in the refinement in a riding motion approximation with U iso =1.2U eq (C) Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 
